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In the title compound, C 21 H 23 N 3 O, the dihedral angles formed by the pyrazolone ring with two phenyl rings are 10.38 (8) and 76.94 (6) . The sec-butylamino group is disordered over two positions, with refined site-occupancy factors of 0.730 (4) and 0.270 (4). The compound could potentially be ligand stabilized in the solid state in a keto-enamine tautomeric form. The amine functionality is involved in an intramolecular N-HÁ Á ÁO hydrogen bond, while weak intermolecular C-HÁ Á ÁO and C-HÁ Á ÁN hydrogen bonds participate in the formation of the crystal structure.
Related literature
For the antibacterial, biological and analgesic activity of metal complexes of 1-phenyl-3-methyl-4-benzoylpyrazolon-5-one, see: Li et al. (1997) ; Liu et al. (1980) ; Zhou et al. (1999) .
Experimental
Crystal data Table 1 Selected bond lengths (Å ). Comment 1-Phenyl-3-methyl-4-benzoylpyrazolon-5-one (HPMBP), an effective β-diketonate, is widely used and well known for its extractive ability. In recent years, HPMBP and its metal complexes have also been found to have good antibacterial and biological properties. Its metal complexes have analgesic activity (Liu et al., 1980; Li et al., 1997; Zhou et al., 1999) . In order to develop new medicines, we have synthesized the title compound, (I), and its structure is reported here.
The structure of (I) is shown in Fig. 1 . The dihedral angles formed by the pyrazolone ring with the two phenyl rings C1···C6 and C12···C17 are 10.38 (8) and 76.94 (6)°, respectively. The O atom of the 3-methyl-1-phenylpyrazol-5-one moiety and the N atom of the sec-butylamino group are available for coordination with metals. The pyrazole ring is planar and atoms O1, C7, C8, C11 and N3 (or N3') are almost coplanar, the largest deviation being 0.0323 (13) Å [or 0.201 (3) Å] for atom C11. The dihedral angle between this mean plane and the pyrazoline ring of PMBP is 3.00 (11)° [or 12.10 (18)°]. The bond lengths within this part of the molecule (Table 1) lie between classical single-and double-bond lengths, indicating extensive conjugation. A strong intramolecular N3-H3···O1 hydrogen bond (Table 2) is observed, leading to a keto-enamine form.
The molecule is further stabilized by C-H···O and C-H···N intramolecular hydrogen bonds (Table 2) , while the crystal structure includes C-H···O and C-H···N intermolecular hydrogen bonds (Table 2 and 
Compound (I) was synthesized by refluxing a mixture of 1-phenyl-3-methyl-4-benzoylpyrazol-5-one (10 mmol) and secbutylamine (10 mmol) in ethanol (80 ml) over a steam bath for about 4 h. Excess solvent was removed by evaporation and the solution was cooled to room temperature. After 2 days a yellow solid was obtained and this was dried in air. The product was recrystallized from ethanol, to afford yellow crystals of (I) suitable for X-ray analysis.
Refinement
The sec-butylamino group shows positional disorder. At the final stage of the refinement, the occupancy factors of two possible sites, N3/C18/C19/C20/C21 and N3'/C18'/C19'/C20'/C21', converged to 0.730 (4) and 0.270 (4), respectively. The geometry of this disordered group was regularized using 16 restraints. C-bonded H atoms were positioned geometrically, with C-H = 0.95-1.00 Å and amine H atoms (H3 and H3') were found in a difference map. Amine H atoms were refined freely, while C-bonded H atoms were included in the final cycles of refinement using a riding model, with U iso (H) = 1.2U eq (CH 2 and CH) or 1.5U eq (CH 3 ). (7) 0.0254 (7) 0.0149 (7) C5 0.0504 (10) 0.0354 (8) 0.0321 (7) 0.0123 (7) 0.0169 (7) 0.0088 (6) C6 0.0346 (8) 0.0325 (8) 0.0320 (7) 0.0077 (6) 0.0093 (6) 0.0096 (6) C7 0.0231 (7) 0.0311 (7) 0.0248 (6) 0.0068 (6) 0.0051 (5) 0.0105 (5) C8 0.0216 (7) 0.0303 (7) 0.0272 (7) 0.0065 (5) 0.0054 (5) 0.0113 (6) C9 0.0267 (7) 0.0266 (7) 0.0339 (7) 0.0047 (6) 0.0079 (6) 0.0099 (6) C10 0.0342 (9) 0.0356 (8) 0.0400 (8) −0.0042 (7) 0.0107 (7) 0.0031 (7) C11 0.0228 (7) 0.0447 (9) 0.0275 (7) 0.0034 (6) C8-C9 1.430 (2) N3'-C19' 1.475 (6) C9-C10 1.491 (2) N3'-H3 1.149 (18) C10-H10A 0.9800 N3'-H3' 0.904 (10) C10-H10B 0.9800 C18'-C19' 1.527 (9) C10-H10C 0.9800 C18'-H18D 0.9800 C11-N3' 1.311 (5) C18'-H18E 0.9800 C11-N3 1.359 (2) C18'-H18F 0.9800 C11-C12 1.4901 (19) C19'-C20' 1.508 (7) C12-C13 1.386 (2) C19'-H19' 1.0000 C12-C17 1.390 (2) C20'-C21' 1.519 (9) C13-C14 1.388 (2) C20'-H20C 0.9900 C13-H13A 0.9500 C20'-H20D 0.9900 C14-C15 1.380 (2) C21'-H21D 0.9800 C14-H14A 0.9500 C21'-H21E 0.9800 C15-C16 1.379 (2) C21'-H21F 0.9800 C15-H15A 0.9500
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